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. Comparison between the binding mode of DA (pink) obtained by X-ray crystallography and the most populated binding conformation (Binding mode 1) of PFuDA (green). The PFuDA conformation was obtained by averaging the cMD trajectories from 2x100 ns cMD simulations and subsequently the structure was minimized. Note that binding mode 1 is not the starting conformation.
S4 Figure S2 . The RMSD of the PFuDA ligand during the cMD simulation (A) run1 and (B) run 2. 100 frames correspond to 10 ns, i.e. each simulation is 100 ns long. Note that the transitions at 5-50 ns (Binding mode 2) in run 1 and after 75 ns (Binding mode 3) are well visible. 
